Source of materials
The synthetic methods of the title compound is esterification of dicarboxylic acids, reported in the literature [4] .
The commercially crude compound was recrystallized two times from MeOH/water (1:1) solution, and then colourless plate crystals were obtained by slow evaporation at room temperature within 3 days.
Experimental details
The hydrogen atoms of phenyl and methyl can be seen as Q-peaks and located in the difference electron density, so they could be refined freely. The hydrogen of hydroxyl is found from the Fourier synthesis at first, and then refined further with restrained distance 0.85 Å to oxygen atom, standard deviation 0.01.
Comment
The title compound, monomethyl terephthalate (MMT), is used as intermediate to synthesize antineoplastic agent Bexarotene [5] , and used to synthesize a super fiber material, Poly (p-phenylene benzothiazole), PBO [6] . The asymmetric unit of the title structure contains one molecule (cf. left part of the figure). Bond lengths and angles are all in the expected ranges.
Hydrogen bonds of O2-H1· · · O1 [3-x,-y,1-z] with H· · · A = 1.77(4) Å connect two carboxyl groups of neighboring molecules to form an eight-membered ring (cf. right part of the figure). This type of eight-membered ring is reported for many carboxylic acids. It would lead to far to mention all of them, thus some instructive examples are listed as references [7] [8] [9] . The detail of this eight-membered ring deserves further investigation in the future.
